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Abstract of J P 2001072675 (A) 

PROBLEM TO BE SOLVED To obtain the crystal of a benzimidazole compound having an antiulcer 
action SOLUTION: The crystal of (S)-2- i[3-melhyl-4-(2,2,2-trifluoroe1hoxy)-2- pyridinyl]methyl]sulfinyl} -1 H- 
benzimidazole or its salt The crystal preferably has a powder X-ray diffraction pattern in which 
characteristic peaks appear at interplanar spacings (d) of 1 1 .68, 6.78, 5.85, 5.73, 4 43. 4.09, 3.94, 3,90 
3 69 3 41 and 3.1 1 angstrom. The crystal may be a hydrate, preferably a I 5 hydrate The crystal is added 
to a medicine composition in an amount of 0.01 to 100 wt.% based on the total weight of the composition. 
The crystal is preferably orally administered as an antiulcer agent at a daily dose of 5 to 1 50 mg for an 
adult with one, two or three portions a day. 
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o) m) mi , C X*lIX V P 

fs, XXXXXX^R^tHPLC (XXX: CHIP. 

Ml" 0D 4 mmtJ 5Qmrn, SS: X 

2 OX • T" 2-ymV-/l/=8 0/ 
2 0 tfc^^it.^/ 2 - '/P 8 5/1 5, 

i.PmL/^ fe' Uth:?85 mi) r-ko 
, ; IXT ^Ht^xXR L ^X 



W\% 2 0 0 1-7 2 6 7 



10 



'MM - "'4 I -K MMM] Mil 
( R I G A K U A f C 5 R ) I : fc 0 M <L I f: " P7± 
r?/lW]{,'^ 7rUM, SHELXL — o ^ T&.M't^ 
■ftt,/M i*XWrlt X~ray Powder D 
i f f r a c t ome t e r Riga k u R I NT 2 
5 0 0 (u 1 t r a X 1 8) No, PX-3£fB7T$j 
tl" - i 11' >}H] t-i > t ^: 
f Q 

s : PVPUv P 
d : h 
t : h 0 7 1, - i- 

~MMM|..m \- 

j : mmm 

[0 0 1 8] 

(S) - 2 - [ [ [3- ^^-4- (2, 2, 2-h 
ij7^*PX>^^) -2-tf>M>X/7J ,^^;H X)l 

7j~}V] -i H~<yxVS#V-;P (S (-) -9 

2- [ [ [3-^^-4- (2, 2, 2-MJ7;^- 
px>7ty> - ; 2-ey^;W x;P7m- 
M - I PI— M7XY 5 $V-!l (777 77 
(7%5.#) (3. .9 8 g) *, T12»ffi (3 3 0m 
LJ 43<fetf7^:h~..h'ji (3 7 ml.) mmu HP 
I. C (i'7i» : CRT RAI. CFS. 0D2 0m m 0 X 

i.' ,• i ' •: i. M il 2. 5 5/3 5 / ] 0 S W,M ■ 
1 B m I /'ft, mm : 285mm M> h -y h : 2 

o- : ,mo> ( c'mif. wmm - i ' J 
f (UM } m \ *| ' x ' 

M M' II. hjim* -'MM M* 

pm mm i im %m®\ i -) - - ; ' 

t f I Mj tVM 7 J (Mi 7 
M t ;iM C s 7 f'7 '7 b M ; "~ Mi 7i 
JMHfc|f?iSfc>->BL, S (-.) -77V7M:/-^ 

(0. 9 4 o, ^j'-J". i o j. . ■ 7 ~~ ' 



[ft] 1 7 5. 

M) 

[ooi9] mm 

(S) - 2 — ill 
M?MtnxMM/ 



U 



- 1 . 0 0 3%, C H C 



-) ■ 



- V 7 7 7-7; Offll 

7777°77-MP (7-PMN0 (3 4. 2 g) HJ 
X7,M7 5 7 (Q. 2%) #M?2-7MM/-7 il 
7.1 Oral) *»'itf''\-ttf-7 ( i 14 Oral) 
U HPLC (*7lM CHI RAI. CEL OD 50 



■'M ; ft 



nira*X5QQffl.m,Sf 
2 ~7'tf.'V-Ml'= 8 5 / 
mWitk ■ 2 8 5 it UK 1 
7M7M; P 
c,lf§ U ?r\:\ P 7MM7X 7 7-7 (2 5 0 ni I. ) 

Kmi, H'i f ; i 7 s> ( 3 m i ) mMm, 0 . 

4 5 /i-m®7^;V?-7iflL7M liS-fritliU "N* 
7M£?]n*TStMU S (-) -y>V'f~s\/-JV 

(9. ! g 'M ' |M 1 3 . ,o e) 7M-M7V 
r7^tLT^|fc ( 
[0 0 2 0] ##M3 

(S) -2- [ [ 3 A+?i 4 (2, 2, 2 - h 
iJ7;WDI]^y) _2-{fi;^-;H ;Mf;H 
7-MMH - 1 H-MyXMS^V-^ (S (-) -V 
y y J'/yV~)l) (T)Mz 

•v> M7'v7--7 (4. 1 g) ^ TE# 

Iftl ( 1 0 0 m L ) iSkVz Z /-Jl' ( 1 0 0 m I. ) i£ 
JSW.L,, H P L C C* 7 A : C H I R A L C E L OD 

5 Ornm (5 > 5 O 0mm, ii.it : 3 OX, : ^ 
M>'/ 2 - 7n .> l/-;l = 8 5 / 1 5 , WM : 8 0 m L 
/^v $t/ii$l7 : 28 bn itu 17a 7 P : 2 6 0-3 
OOrng) t:Tv>SLM v RIS^il^:M*V«I#{* 
OLit^ftfetliit, &p»> P»^^'lx^7-;1-(c 

0. 4 5 (im©7-f^^fJfciU Ite^ 
^7^x.T#^iiU S (-) -yyy-/y/- 
;P (i. 6g) £7'*7P7MX£LT#fc 0 f#btl/i7 
t ;P7 r xk, J Ml l : K ft! - Vi^ M s M) - 

- I 1 L 17': P 

[002 1] mm 1 

(S) -2- [ [ [3-M7/P-4- (2, 2, 2 -• P 
0 7/P*axi--p7) -2-tf'J7M;P] 7-7/P] X/P 
74~)l<] - 1 H-'iyXV^>/-;l<' (S (-) -7 
>'777'/-~;P) M7;,y ; 

#^«3T|lbtlft7^P7T7ff)S(-) -7777 
77"-;b (4 00mg) *X7 7-;P (2 OmL) 
MM MP M . •) Ml , ^7-t/l7TX (3 
2 Orng) tif7:., fl6tl/i7€JP7 7'X (4 Omg) 
^MC> '-MP (0 3 I i v-M/ ' Cn- 
7M-- i Mi[P' '7 'if' I m v 

P M m r m m7 p,7 Mi 7 r7 | r> 
l mjM^ lirfr 7^ ;mm^ 

)M77WeS£li;0^Lfc o 
[0 0 2 23 



#?5£ : Ci 6 HuN s 0 2 F s S 

: 369.36 

: 0,40X 0.20X 0.20 (mm) 

us : mgm 

: a= 8.645(1) (A) 



b = 23.3495(2) (A) 
c= .-8.723(1) (A) 

p=ia-j.88(i)n 

V= 1689.8(4) (Asr, 
QWm : P2i 

Z :4 

®ai w mm ; 1.452 ( B /cm*) 

^SSJSJtft/rtS*-** : 11.22 
R(I»2o(D) : 0.037 

y5vf/t9*-$> : 0.02(2) 



[0 0 2 3]":«]2 20 
(S) -2- [ [ (2, 2, 2-h 

7. -1 H~<yX^#V-iP (s (-) -9 
vv7?7-'i<) (OM^ 

#^]2-e#bn/c7^7TX£D (S) -2- 
[ [ [3-/#-4- (2, 2, 2-MJ7;l/:*PX* 

aUfi : C : 52.03. H : 3.82, H : 11.38, 
Writ : ( : 51.96. H : 4.06. M ' 11.20, 

'h-NHR: 2.24(3H,s). 4.39(2H,qJ=7.8Hz), 4.72('lH,d, 
J=13.9Hz). 4.87(lH,d,J=13.gHz), 6.68(lH,d,J=5.8H 
z). 7.27-7.37( 2H, m.}. 7.48(lH,a). 7.79(lH,iit), 8.36 
!lli,<l J h.Kik). 

IR (vein"') : 3083,3036.2967,1584,1478,1441,1306.1 
267,1163 



-2-t ! 'J>-r-;H x/I77f~7i7J - 

\ K~*yM%$ < /~-p (9. 0 4 g) #7-feh> 

i „ ] i i_ .i; j 'i % * l v ■ i . i 

L) f^.-WiK 1 U On L ' l^n 

7,7,^ m w 7 N f*«? L i< hml 2 
h I 1 > f"7DL;H--/l < 1 (bi 

Li 7?7K - ieML fit# 8 sig) 
mtifcmft cs. 41 8 ) »7-tf~y (30m 

L) -~ 7 M - ' i '/iHi/Uu-r/P 

( '7 r ^ ' j ^K7 ^ " , &*l =5 „7:-i«!. 
f'i^I . f 7 7 r ' /PL- «L c 

fit (1 OaiL) T >fc],feR/7 WllftJftU ti& 

t i h >u r i=,S ' 1 ^ 1 ) i 

7-feh> (3 5rnL) toitf.'K (3 OmL) 
I , 7 M 7 1 IV ' ' il 7L 'J, <7 f RL 7 
t7->-.'R (i:4) (1 5 nil.) T?ffc#U ME&M 
t^CticX'), mW (3. 5 4g) *»fc„ ffStlfc 
GSft (3. 5 4g) , 1 _ • 

U 7-f V7ntf;L-x~r;L' (1 4mL) Mili7/7 if 
,k'3i) 'tUD'AS 17k\ SnAWt?' tfrlLii ?~l 
£*»&U 'MV/U&VX-rfr (6 ml) T?2fi 
1 7 / j r> (-) --;y'7/7y-;W) 
1 . • ^ >\ t t '< '. t ',, ■ ) 7i? 

ft. 

«£: 1 4 6. 0 -1 4 7. Ot (m) 



S : 8.68, F : 15,43, 0:8.66 
3 : 8.88, F : 15.40 

UYfiax (CHC1.-7 : 283.9 \m 
(«.J»=-179, I" (c = 0. 9 9 5 %, CHC 

[0 0 2 4] 

[ii2] 



(8) mm 2 0 0 1-7 2 6 7 5 

13 14 



20 V ) 


¥16* 


dfg(A) 




7. 560 


0. 141 


11.0841 


92 


13. 040 


0. 141 


6. 7836 


65 


15.140 


0.165 


5. 8471 


49 


15.440 


0. 141 


5. 7342 


100 


20. 020 


0. 165 


4.4315 


32 


21. 700 


0. L41 


4. 0920 


99 


22. 540 


0. 141 


3. 9414 


30 


22. 780 


0. 165 


3. 9004 


24 


24. 080 


0.141 


3. 6927 


46 


26. 120 


0.188 


3. 4088 


39 


28. 680 


0.282 


3. 1100 


28 



[;o :0 2 s] mm 3 x n-un >l < = -l i v» h\® 

CS) -2- [ [ [3-*?fr-4- (2, 2, 2-b *An, 'mX' tttlfc, rrH5L/i^ffl«®l-, 

H "U H-' M ) _ , ] i| j ;1 20 \ t • .' IHl^ . f vuLlj-rJl 

7-i'~7l'3 - I H-^7XV -^7-^ (S (-) —5 Urnl) T?& . . 'S) 

>'V7 > '7V-/l) |. 5 mmaMfa -2- [ [ [3-^^-4- (2, 2, 2->U7^ 

* '"H rfi'.fl'-Th'l/ ;r AO tS> 2- .tpxf^'» - -2 --tfU ;t?-/M X;l'7.f~ 

[ [ [3-^^-4- (2, 2, 2-hU7/V*nx /!/] - 1 H-^7XV5 (S (-) -?>V7 

-2~(£ : ytoKi x;l'7.-r^;W - 77-^) l. sftftftofiMI (f>2mg) 

1 H 5 )V ( 1 0 0 m g ) £ 7 -fe h > MM - 8 0. 0 - 8 4 . 0 °C 

(2 ml.) KtmU ?K (2 ml) £&|*ifco Tfttft* 

fflwfi : C : 48.48, II : 4.32, V. 10.60, S : 8.09, F : 14.38, 0:14.1.3 
WtM 'i : 48.48, H : 4.28, N : 10.67 
[0 0 2 6] %. %. [13] 



2 0 (° ) 




dji&CA) 


mmt. (.%) 


6. 680 


9. 14L 


18.2212 


16 


9. 200 


0. 141 


9. 6046 


30 


9. 960 


0. 165 


8. 8734 


59 


10.980 


0.165 


8. 0513 


49 


13. 380 


0.165 


6. 6120 


36 


14.960 


0. 141 


5. 9170 


42 


15.680 


0. 165; 


5. 6469 


100 


17. 660 


0.212 


5. 0180 


73 


19. 720 


0.212 


4. 4982 


42 


24. 900 


0.141 


3.5729 


26 


29. 780 


0. 235 


2. 9976 


17 



[0 0 2 7] m ' * W ?'<-Ln 

L ^ 'JfUWd/U XL) i ~ V - I C4 



m #[12 0 01-7 2 6 7 5 

15 16 



F 4C063 AA01 BB08 CC26 DDI 2 EE01 

4C086 AA01 AA03 BC39 GA07 GA08 
CA16 MAO 1 MA04 MA03 NA05 
NA14 ZA66 ZA68 ZB26 ZB27 
ZB35 



